


















Supplementary data for article : 
 
 
        Todorović, T. R.; Vukašinović, J.; Portalone, G.; Suleiman, S.; Gligorijević, N.; Bjelogrlić, 
S.; Jovanović, K.; Radulović, S.; Anđelković, K.; Cassar, A.; et al. 
(Chalcogen)Semicarbazones and Their Cobalt Complexes Differentiate HL-60 Myeloid 
Leukaemia Cells and Are Cytotoxic towards Tumor Cell Lines. MedChemComm 2017, 8 
(1), 103–111. https://doi.org/10.1039/c6md00501b 
 
 
  CDK     0208171321 
 
 37 34  0  0  0  0  0  0  0  0999 V2000 
    1.5968    5.1827    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    0.9180    4.0384    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.5702    2.8808    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    2.9007    2.8540    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.5792    4.0118    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    2.9273    5.1694    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.5526    1.6966    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    2.8741    0.5522    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.5436    0.5655    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    0.8914    1.7364    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.4125    4.0517    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -1.0910    2.9073    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.4083    2.9208    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -3.1137    1.8030    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.4442    1.8429    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.4881    0.6320    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    1.8762   -0.5522    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.1976   -1.6966    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.8496   -2.8540    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.1801   -2.8808    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.8588   -1.7364    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.2069   -0.5655    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.8320   -4.0384    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.1535   -5.1827    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.8230   -5.1694    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.1708   -4.0118    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.1331   -1.6831    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.8116   -2.8275    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.1289   -2.8142    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.8343   -3.9319    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.1648   -3.8921    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.2087   -5.1028    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
   -5.5087   -0.0466    0.0000 Co  0  0  0  0  0  0  0  0  0  0  0  0 
   -6.6530    0.6187    0.0000 Cl  0  0  0  0  0  0  0  0  0  0  0  0 
   -5.5087   -1.3772    0.0000 Cl  0  0  0  0  0  0  0  0  0  0  0  0 
    6.2404    1.2974    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    6.6530   -0.7917    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
  1  2  2  0  0  0  0  
  2  3  1  0  0  0  0  
  3  4  2  0  0  0  0  
  4  5  1  0  0  0  0  
  5  6  2  0  0  0  0  
  1  6  1  0  0  0  0  
  4  7  1  0  0  0  0  
  7  8  2  0  0  0  0  
  8  9  1  0  0  0  0  
  9 10  2  0  0  0  0  
  3 10  1  0  0  0  0  
  2 11  1  0  0  0  0  
 11 12  2  0  0  0  0  
 12 13  1  0  0  0  0  
 13 14  1  0  0  0  0  
 14 15  1  0  0  0  0  
 14 16  2  0  0  0  0  
 17 18  2  0  0  0  0  
 18 19  1  0  0  0  0  
 19 20  2  0  0  0  0  
 20 21  1  0  0  0  0  
 21 22  2  0  0  0  0  
 17 22  1  0  0  0  0  
 20 23  1  0  0  0  0  
 23 24  2  0  0  0  0  
 24 25  1  0  0  0  0  
 25 26  2  0  0  0  0  
 19 26  1  0  0  0  0  
 18 27  1  0  0  0  0  
 27 28  2  0  0  0  0  
 28 29  1  0  0  0  0  
 29 30  1  0  0  0  0  
 30 31  1  0  0  0  0  
 30 32  2  0  0  0  0  
M  CHG  1  33   2 
M  CHG  1  34  -1 
M  CHG  1  35  -1 
















> <Source location> 
file:C:/depositions/DataIn/20170802MD.sdf 
 












   CDK     0208171321 
 
 42 41  0  0  0  0  0  0  0  0999 V2000 
   -0.2250    0.3813    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.9002    1.5315    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.2500    2.6817    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.0753    2.7068    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.7628    1.5566    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.1127    0.3939    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.7378    3.8570    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.0503    5.0072    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.2752    4.9946    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.9251    3.8319    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.2254    1.5066    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.9006    2.6568    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.2257    2.6317    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.9258    3.7570    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -6.2511    3.7194    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.3008    4.9321    0.0000 S   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0501   -0.3812    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.6251   -1.5315    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0251   -2.6817    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3628   -2.7068    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    2.0379   -1.5566    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3878   -0.3937    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    2.0127   -3.8570    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3252   -5.0072    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0001   -4.9946    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.6501   -3.8319    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -1.9504   -1.5065    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.6255   -2.6567    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -3.9508   -2.6316    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.6507   -3.7694    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -5.9760   -3.7193    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.0258   -4.9321    0.0000 S   0  0  0  0  0  0  0  0  0  0  0  0 
   -5.1383   -0.1063    0.0000 Co  0  0  0  0  0  0  0  0  0  0  0  0 
    4.2257    1.3940    0.0000 Cl  0  0  0  0  0  0  0  0  0  0  0  0 
    5.3758    2.0567    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    3.0755    2.0567    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    4.2257    0.0687    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    5.3884    0.7565    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    3.9508   -4.0570    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    5.1009   -3.3944    0.0000 S   0  0  0  0  0  0  0  0  0  0  0  0 
    6.2511   -4.0570    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    5.1009   -2.0566    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
  1  2  2  0  0  0  0  
  2  3  1  0  0  0  0  
  3  4  2  0  0  0  0  
  4  5  1  0  0  0  0  
  5  6  2  0  0  0  0  
  1  6  1  0  0  0  0  
  4  7  1  0  0  0  0  
  7  8  2  0  0  0  0  
  8  9  1  0  0  0  0  
  9 10  2  0  0  0  0  
  3 10  1  0  0  0  0  
  2 11  1  0  0  0  0  
 11 12  2  0  0  0  0  
 12 13  1  0  0  0  0  
 13 14  1  0  0  0  0  
 14 15  1  0  0  0  0  
 14 16  2  0  0  0  0  
 17 18  2  0  0  0  0  
 18 19  1  0  0  0  0  
 19 20  2  0  0  0  0  
 20 21  1  0  0  0  0  
 21 22  2  0  0  0  0  
 17 22  1  0  0  0  0  
 20 23  1  0  0  0  0  
 23 24  2  0  0  0  0  
 24 25  1  0  0  0  0  
 25 26  2  0  0  0  0  
 19 26  1  0  0  0  0  
 18 27  1  0  0  0  0  
 27 28  2  0  0  0  0  
 28 29  1  0  0  0  0  
 29 30  1  0  0  0  0  
 30 31  1  0  0  0  0  
 30 32  2  0  0  0  0  
 34 35  2  0  0  0  0  
 34 36  1  0  0  0  0  
 34 37  2  0  0  0  0  
 34 38  2  0  0  0  0  
 39 40  1  0  0  0  0  
 40 41  1  0  0  0  0  
 40 42  2  0  0  0  0  
M  CHG  1  13  -1 
M  CHG  1  29  -1 
M  CHG  1  33   3 
M  CHG  1  36  -1 
















> <Source location> 
file:C:/depositions/DataIn/20170802MD.sdf 
 












   CDK     0208171321 
 
 42 41  0  0  0  0  0  0  0  0999 V2000 
   -0.2250    0.3813    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.9002    1.5315    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.2500    2.6817    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.0753    2.7067    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.7628    1.5566    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.1127    0.3939    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.7378    3.8569    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.0503    5.0071    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.2752    4.9946    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.9251    3.8319    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.2254    1.5064    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.9006    2.6566    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.2257    2.6317    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.9258    3.7568    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -6.2511    3.7194    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.3008    4.9321    0.0000 Se  0  0  0  0  0  0  0  0  0  0  0  0 
    0.0501   -0.3813    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.6251   -1.5315    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0251   -2.6817    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3628   -2.7067    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    2.0377   -1.5566    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3878   -0.3939    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    2.0127   -3.8569    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3252   -5.0071    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0001   -4.9946    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.6501   -3.8319    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -1.9504   -1.5064    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.6255   -2.6566    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -3.9508   -2.6317    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.6507   -3.7694    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -5.9760   -3.7194    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.0258   -4.9321    0.0000 Se  0  0  0  0  0  0  0  0  0  0  0  0 
   -5.1383   -0.1063    0.0000 Co  0  0  0  0  0  0  0  0  0  0  0  0 
    4.2257    1.3940    0.0000 Cl  0  0  0  0  0  0  0  0  0  0  0  0 
    5.3758    2.0566    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    3.0755    2.0566    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    4.2257    0.0687    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    5.3884    0.7565    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
    3.9508   -4.0569    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    5.1009   -3.3818    0.0000 S   0  0  0  0  0  0  0  0  0  0  0  0 
    6.2511   -4.0569    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    5.1009   -2.0566    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
  1  2  2  0  0  0  0  
  2  3  1  0  0  0  0  
  3  4  2  0  0  0  0  
  4  5  1  0  0  0  0  
  5  6  2  0  0  0  0  
  1  6  1  0  0  0  0  
  4  7  1  0  0  0  0  
  7  8  2  0  0  0  0  
  8  9  1  0  0  0  0  
  9 10  2  0  0  0  0  
  3 10  1  0  0  0  0  
  2 11  1  0  0  0  0  
 11 12  2  0  0  0  0  
 12 13  1  0  0  0  0  
 13 14  1  0  0  0  0  
 14 15  1  0  0  0  0  
 14 16  2  0  0  0  0  
 17 18  2  0  0  0  0  
 18 19  1  0  0  0  0  
 19 20  2  0  0  0  0  
 20 21  1  0  0  0  0  
 21 22  2  0  0  0  0  
 17 22  1  0  0  0  0  
 20 23  1  0  0  0  0  
 23 24  2  0  0  0  0  
 24 25  1  0  0  0  0  
 25 26  2  0  0  0  0  
 19 26  1  0  0  0  0  
 18 27  1  0  0  0  0  
 27 28  2  0  0  0  0  
 28 29  1  0  0  0  0  
 29 30  1  0  0  0  0  
 30 31  1  0  0  0  0  
 30 32  2  0  0  0  0  
 34 35  2  0  0  0  0  
 34 36  1  0  0  0  0  
 34 37  2  0  0  0  0  
 34 38  2  0  0  0  0  
 39 40  1  0  0  0  0  
 40 41  1  0  0  0  0  
 40 42  2  0  0  0  0  
M  CHG  1  13  -1 
M  CHG  1  29  -1 
M  CHG  1  33   3 
M  CHG  1  36  -1 
















> <Source location> 
file:C:/depositions/DataIn/20170802MD.sdf 
 












   CDK     0208171321 
 
 16 17  0  0  0  0  0  0  0  0999 V2000 
    2.0282    2.3128    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3469    1.1664    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.9962    0.0120    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3270   -0.0040    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    4.0083    1.1343    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3589    2.2968    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.9844   -1.1664    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3029   -2.3128    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.9721   -2.2968    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3147   -1.1344    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0161    1.1824    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.6573    0.0441    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -1.9802    0.0601    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.6855   -1.0702    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.0083   -1.0302    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.0522   -2.2407    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 
  1  2  2  0  0  0  0  
  2  3  1  0  0  0  0  
  3  4  2  0  0  0  0  
  4  5  1  0  0  0  0  
  5  6  2  0  0  0  0  
  1  6  1  0  0  0  0  
  4  7  1  0  0  0  0  
  7  8  2  0  0  0  0  
  8  9  1  0  0  0  0  
  9 10  2  0  0  0  0  
  3 10  1  0  0  0  0  
  2 11  1  0  0  0  0  
 11 12  2  0  0  0  0  
 12 13  1  0  0  0  0  
 13 14  1  0  0  0  0  
 14 15  1  0  0  0  0  
 14 16  2  0  0  0  0  























   CDK     0208171321 
 
 16 17  0  0  0  0  0  0  0  0999 V2000 
    2.0282    2.3128    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3469    1.1664    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.9962    0.0120    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3270   -0.0040    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    4.0083    1.1343    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3589    2.2968    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.9844   -1.1664    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3029   -2.3128    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.9721   -2.2968    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3147   -1.1344    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0161    1.1824    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.6573    0.0441    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -1.9802    0.0601    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.6855   -1.0702    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.0083   -1.0302    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.0522   -2.2407    0.0000 Se  0  0  0  0  0  0  0  0  0  0  0  0 
  1  2  2  0  0  0  0  
  2  3  1  0  0  0  0  
  3  4  2  0  0  0  0  
  4  5  1  0  0  0  0  
  5  6  2  0  0  0  0  
  1  6  1  0  0  0  0  
  4  7  1  0  0  0  0  
  7  8  2  0  0  0  0  
  8  9  1  0  0  0  0  
  9 10  2  0  0  0  0  
  3 10  1  0  0  0  0  
  2 11  1  0  0  0  0  
 11 12  2  0  0  0  0  
 12 13  1  0  0  0  0  
 13 14  1  0  0  0  0  
 14 15  1  0  0  0  0  
 14 16  2  0  0  0  0  























   CDK     0208171321 
 
 16 17  0  0  0  0  0  0  0  0999 V2000 
    2.0282    2.3128    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3469    1.1664    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.9962    0.0120    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3270   -0.0040    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    4.0083    1.1343    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3589    2.2968    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.9844   -1.1664    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    3.3029   -2.3128    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.9721   -2.2968    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
    1.3147   -1.1344    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
    0.0161    1.1824    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -0.6573    0.0441    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -1.9802    0.0601    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.6855   -1.0702    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 
   -4.0083   -1.0302    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 
   -2.0522   -2.2407    0.0000 S   0  0  0  0  0  0  0  0  0  0  0  0 
  1  2  2  0  0  0  0  
  2  3  1  0  0  0  0  
  3  4  2  0  0  0  0  
  4  5  1  0  0  0  0  
  5  6  2  0  0  0  0  
  1  6  1  0  0  0  0  
  4  7  1  0  0  0  0  
  7  8  2  0  0  0  0  
  8  9  1  0  0  0  0  
  9 10  2  0  0  0  0  
  3 10  1  0  0  0  0  
  2 11  1  0  0  0  0  
 11 12  2  0  0  0  0  
 12 13  1  0  0  0  0  
 13 14  1  0  0  0  0  
 14 15  1  0  0  0  0  
 14 16  2  0  0  0  0  
















> <Source location> 
file:C:/depositions/DataIn/20170802MD.sdf 
 
> <name> 
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